The solid and open blue arrows indicate the applied force direction and resulting atom motion direction, respectively. The dashed red arrow indicates the direction of the t 2g -p orbital coupling force. c, Change in ∠M 1 XM 2 after step-ii relaxation (i.e., the relaxation with the lattice b fixed to its value in the relaxed strain-free structure). d, Change in X-M 3 -M 1 -M 2 dihedral angle ∠QXM 2 ∠M 1 XM 2 after step-iii relaxation. The (∠QXM 2 ) o and (∠M 1 XM 2 ) o are the reference angles taken in the relaxed structure of corresponding strain-free MX 2 . The diamond and circle symbols represent the angles extracted from the structures relaxed under fixed lattice-b and unfixed lattice-b, respectively, subjected to a 5% tension strain in the latticea direction. The solid lines and arrows in c-d are guides to the eyes. 
